Key indicators: single-crystal X-ray study; T = 296 K; mean (C-C) = 0.001 Å; R factor = 0.042; wR factor = 0.137; data-to-parameter ratio = 37.1.
In the title compound, C 6 H 16 N 4 O 4 Á4H 2 O, the tetrazinane molecule lies across an inversion centre. The tetrazinane ring adopts a chair conformation, and all imino H atoms occupy axial positions. In the crystal, adjacent molecules are linked through O-HÁ Á ÁO, O-HÁ Á ÁN and N-HÁ Á ÁO hydrogen bonds with water molecules generating a three-dimensional network.
Related literature
For the synthesis of hexahydro-1,2,4,5-tetrazine derivatives by condensing aldehydes with hydrazine, see: Skorianetz & Kovats (1970) . For the synthesis of the 3,6-dimethyl homolog, see: Sun et al. (2003) ; Zhou et al. (1999) .
Experimental
Crystal data Table 1 Hydrogen-bond geometry (Å , ). Data collection: APEX2 (Bruker, 2005 ); cell refinement: SAINT (Bruker, 2005) ; data reduction: SAINT; program(s) used to solve structure: SHELXS97 (Sheldrick, 2008 ); program(s) used to refine structure: SHELXL97 (Sheldrick, 2008) ; molecular graphics: X-SEED (Barbour, 2001) ; software used to prepare material for publication: publCIF (Westrip, 2009 
Refinement
The amino and water H-atoms were located in a difference Fourier map, and were refined with a distance restraint of N-H = O-H = 0.85 (1) Å; their U iso parameters were freely refined. Carbon-bound H-atoms were placed in calculated positions (C-H = 0.97 Å) and were included in the refinement in the riding model approximation, with U iso (H) set to 1.2U eq (C). The highest peak and the deepest hole are located 0.73 and 0.58 Å from O1W. Although the displacement parameters of atom O1W are relatively large, no disorder is expected as its H-atoms could be located and refined. 4H 2 O at the 50% probability level. H atoms are drawn as spheres of arbitrary radius. Unlabelled atoms in the tetrazinane derivative are related to labelled atoms by the symmetry operation (1-x, -y, 2-z). Two symmetry related water molecules are not shown. Symmetry codes: (ii) −x+1, −y, −z+1; (iii) −x, −y, −z+2; (i) −x+1, −y, −z+2; (iv) −x+2, −y+1, −z+1; (v) x, y+1, z; (vi) −x+1, −y+1, −z+1.
Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (

